Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.105; data-to-parameter ratio = 15.1.
In the zwitterionic title compound, C 12 H 17 NO 4 , an intramolecular N-HÁ Á ÁO hydrogen bond generates a sixmembered ring, producing an S(6) ring. In the crystal structure, molecules are linked by intermolecular C-HÁ Á ÁO and O-HÁ Á ÁO interactions.
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(E)-4-Methyl-2-{[tris(hydroxymethyl)methyl]iminiomethyl}phenolate
Gonca Özdemir Tarı, Hasan Tanak, Mustafa Macit, Ferda Erşahin and Şamil Isık S1. Comment Schiff bases are used as starting materials in the synthesis of important drugs, such as antibiotics and antiallergic, antiphlogistic, and antitumor substances (Barton et al., 1979; Layer, 1963; Ingold 1969) . On the industrial scale, they have a wide range of applications, such as dyes and pigments (Taggi et al., 2002) . Schiff bases have also been employed as ligands for the complexation of metal ions (Aydoğan et al., 2001) . There are two characteristic properties of Schiff bases, viz. photochromism and thermochromism (Cohen et al., 1964) . In general, Schiff bases based on salicylic alehyde display two possible tautomeric forms, the iminomethyl-phenol (OH) and the aminomethylene-cyclohexa-2,4-dienone (NH) forms. Depending on the tautomers, two types of intramolecular hydrogen bonds are observed in Schiff bases: O-H···N in the former and N-H···O in the latter tautomer. Another form of the Schiff base compounds is also regarded to be zwitterionic showing an ionic intramolecular hydrogen bond (N + -H···O -) and this form is rarely seen in the solid state. The NH form of Schiff bases in the solid state can be regarded as a resonance hybrid of two canonical structures, the aminomethylene-cyclohexa-2,4-dienone and the zwitterionic form (Ogawa, et al.,2003) .
The crystal and molecular structure of the title compound, C 12 H 17 NO 4 , has been synthesized and x-ray single-crystal structure determination has been performed. The title molecule exists in a zwitterionic form with a strong intramolecular N + -H···Ohydrogen bond between the NH + and the phenolate O -. The bond lengths and angles are within normal ranges (Allen et al.,1987) . The C8=N1 [1.286 (2) Å] and C1-O1 [1.307 (2) Å] bonds may be compared with the corresponding values [1.295 (2) and 1.295 (2) Å] in a similar zwitterionic structure (Yüce et al., 2006) . Nevertheless, carbon carbon bonds in the phenyl group are slightly alternating reminding of the aminomethylene-cyclohexa-2,4-dienone canonical structure.
As it is expected, the salicylaldimine subunit of the molecule is almost perfectly planar whereas C9 as a sp 3 hybridised carbon is tetrahedrally coordinated (Fig. 1) . Torsion angles C8-N1-C9-C10, C8-N1-C9-C11 and C8-N1-C9 -C12 are -20.3 (2)°, 100.8 (1)° and -140.9 (1)°, respectively. Bond lengths and angles in the planar salicylaldimine fragment and in the C(CH 2 OH) 3 group of the studied compound are in a good agreement with the related compounds (Allen et al., 1987; Yüce et al., 2006 ).
An intramolecular N1-H1···O1 hydrogen bond generates a six-membered ring, producing an S(6) ring motif (Bernstein et al., 1995) . In the crystal structure, molecules are linked together by intermolecular C-H···O and O-H···O interactions ( Fig. 2) .
S2. Experimental
The title compound (E)-2-hydroxymethyl-2-[(2-oxo-5-methyl-benzylidene) -ammonium]-propane-1,3-diol was prepared by refluxing a mixture of 5-methylsalicylaldehyde (0.05 g 0.36 mmol) and tris(hydroxymethyl)aminomethane (0.0435 g 0.25 mmol) in 40 ml ethanol for one hour. Crystals of the title compound suitable for x-ray analysis were obtained from n-hexane/methanol (1:1) by slow evaporation (yield 88%; m.p. 429-430 K).
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S3. Refinement
The position of H1 was obtained from a difference Fourier map and was refined freely. Other H atoms were positioned geometrically and treated using a riding model, fixing the bond lengths at 0.82 Å for OH, at 0.93 Å for aromatic CH, at 0.96 Å for CH 3 , at 0.97 Å for CH 2 . The displacement parameters of the H atoms were constrained as U iso (H)= 1.2U eq (1.5U eq for methyl) of the parent atom.
Figure 1
The molecular structure of the title compound, showing the atom-numbering scheme and 30% probability diplacement ellipsoids.
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Figure 2
The crystal packing of the title compound. Intra-and intermolecular hydrogen bonds are shown as dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
(E)-4-Methyl-2-{[tris(hydroxymethyl)methyl]iminiomethyl}phenolate
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (5) C10 0.0380 (7) 0.0470 (7) 0.0461 (7) −0.0147 (6) −0.0133 (6) 0.0016 (6) C11 0.0389 (7) 0.0360 (7) 0.0450 (7) −0.0114 (5) 0.0017 (6) −0.0042 (5) C12 0.0370 (7) 0.0382 (7) 0.0457 (7) −0.0126 (5) −0.0109 (6) 0.0078 (5) (1) 138 (1) Symmetry codes: (i) −x, −y+1, −z+2; (ii) −x, −y+2, −z+2; (iii) x+1, y, z; (iv) −x+1, −y+2, −z+2.
